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General description for the computational study:
To better understand the binding properties of 1,3-alternate-4 with Ag + , and in the absence of being able to obtain suitable crystals for X-ray crystallographic confirmation, a computation study was carried out. The individual structures in the gas-phase were fully geometry-optimized using Gaussian 09 1 with the B3LYP level of DFT and the lanl2dz basis set. Significant conformational changes were observed for the imidazole ring protons of 4 in its Ag + complexes.
The conformation changes for 4 upon complexation with Ag + ion (1:1 and 2:1 complex) can be seen in Fig. S1-S4 . 
Calculated binding energies
The DFT B3LYP/ lanl2dz basis set-calculated binding energies (E) of the Ag + complexes of 1,3-alternate-4 (L free + Ag + free L:Ag + complex ) formed between the Ag + ion and the free 1,3-alternate-4 in the gas phase at 298 K are based on the equation (1), are listed in Table S2 .
For this system, the binding energy E can be express as follows: peaks.
